This cooperativeresearchproject hasbeen funded from 7/1/87 to 12/31/93. During this 6.5 year period the main emphasisof the researchhas been the computation of potential energy surfaces(PES_s)for chemical reactions.
Thesecalculations are basedon the Born-Oppenheimer approximation, which assumesthat becausethe electrons movemuch more rapidly than the nuclei, the electronic motion is able to adjust instantaneously to the motion of the nuclei. Thus, the electronic and nuclear motions are separable,and the nuclear motion problem, which controls such physical observablesas reaction rate constants, product branching ratios, and product ro-vibrational energy distributions, is solved in two steps. 
